Racemic 9,10-dimethoxy-3-methyl-6-phenyl-7,7a-dihydrobenzo[b]benzo[4,5]isothiazolo[2,3-d][1,4]diazepine 12,12-dioxide by Bassin, J.P. et al.
electronic reprint








Jatinder P. Bassin, Virender P. Shah, Lee Martin and Peter N. Horton
Acta Cryst. (2011). E67, o684–o685
This open-access article is distributed under the terms of the Creative Commons Attribution Licence
http://creativecommons.org/licenses/by/2.0/uk/legalcode, which permits unrestricted use, distribution, and
reproduction in any medium, provided the original authors and source are cited.
Acta Crystallographica Section E
Structure Reports
Online
Editors: W. Clegg and D. G. Watson
journals.iucr.org








Acta Crystallographica Section E: Structure Reports Online is the IUCr’s highly popu-
lar open-access structural journal. It provides a simple and easily accessible publication
mechanism for the growing number of inorganic, metal-organic and organic crystal struc-
ture determinations. The electronic submission, validation, refereeing and publication
facilities of the journal ensure very rapid and high-quality publication, whilst key indica-
tors and validation reports provide measures of structural reliability. In 2007, the journal
published over 5000 structures. The average publication time is less than one month.
Crystallography Journals Online is available from journals.iucr.org





Jatinder P. Bassin,a* Virender P. Shah,a Lee Martina and
Peter N. Hortonb
aSchool of Pharmacy, University of Hertfordshire, College Lane, Hatfield AL10 9AB,
England, and bSchool of Chemistry, University of Southampton, Highfield,
Southampton SO17 1BJ, England
Correspondence e-mail: j.p.bassin@herts.ac.uk
Received 13 December 2010; accepted 9 February 2011
Key indicators: single-crystal X-ray study; T = 120 K; mean (C–C) = 0.003 A˚;
R factor = 0.041; wR factor = 0.106; data-to-parameter ratio = 13.1.
There are two molecules in the asymmetric unit of the title
compound, C24H22N2O4S. The conformation of the seven-
membered ring is twisted boat for both molecules. The
molecule is chiral, but crystal symmetry generates a recemate.
The crystal packing is stabilized by weak intermolecular C—
H  O hydrogen bonds.
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11,12,13,13a-tetrahydro-9-oxo-9H-imidazo(1,5-a)pyrrolo(2,1-
c)(1,4)benzodiazepine-1-carboxylate], see: Silvestri et al.
(1994); Landquist (1984); Insuasty et al. (2008); Bennamane et
al. (2008); Schutz (1982). For the bioactivity of benzodiaze-
pines, see: Constanzo et al. (1990); Kelly et al. (1997). For the
effect on the bioactivity of fusing different heterocyclic rings
to the 1,4- and 1,5-benzodiazepine system, see: Chimirri et al.







a = 11.9007 (4) A˚
b = 12.8521 (4) A˚
c = 14.6202 (5) A˚
 = 109.852 (2)
 = 90.743 (2)
 = 92.775 (2)
V = 2099.76 (12) A˚3
Z = 4
Mo K radiation
 = 0.19 mm1
T = 120 K






Tmin = 0.912, Tmax = 0.981
31054 measured reﬂections
7393 independent reﬂections
5463 reﬂections with I > 2(I)
Rint = 0.060
Reﬁnement
R[F 2 > 2(F 2)] = 0.041





max = 0.29 e A˚
3
min = 0.46 e A˚3
Table 1
Hydrogen-bond geometry (A˚, ).
D—H  A D—H H  A D  A D—H  A
N1—H1A  Cl1 0.89 2.44 3.303 (3) 162
N1—H1B  Cl1i 0.89 2.36 3.236 (2) 170
N1—H1C  O1ii 0.89 2.05 2.901 (4) 159
O1—H1H  Cl1 0.85 2.45 3.290 (3) 170
O1—H1I  Cl1iii 0.85 2.39 3.228 (2) 170
Symmetry codes: (i) x  1;yþ 32; z 12; (ii) x; y; z 1; (iii) x  1; y; z.
Data collection: COLLECT (Hooft, 1998); cell reﬁnement:
DENZO (Otwinowski & Minor, 1997); data reduction: DENZO,
COLLECT and maXus (Mackay et al., 1999); program(s) used to
solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to
reﬁne structure: SHELXL97 (Sheldrick, 2008); molecular graphics:
CAMERON (Watkin, et al., 1993); software used to prepare material
for publication: WinGX (Farrugia, 1999).
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